Key indicators: single-crystal X-ray study; T = 173 K; mean (C-C) = 0.007 Å; R factor = 0.051; wR factor = 0.135; data-to-parameter ratio = 15.9.
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Refinement
All non-hydrogen atoms were located from the initial solution and refined with anisotropic thermal parameters. The hydrogen atoms were positioned geometrically and included into refinement using riding model approximation with U iso supplementary materials sup-2 . E68, m531-m532 = nU eq of non-hydrogen carrier atom (n = 1.5 for CH 3 groups and n = 1.2 for remaining H-atoms) 
Computing details
Figure 1
Crystal structure of the complex, showing the atom numbering, with 50% probability displacement ellipsoids. Solvent molecules are omitted for clarity. 
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